Key indicators: single-crystal X-ray study; T = 203 K; mean (C-C) = 0.003 Å; R factor = 0.029; wR factor = 0.076; data-to-parameter ratio = 8.2.
In the title molecule, C 18 H 13 F 3 N 2 O, the mean planes of the quinolin-4-yl and phenylethanone groups are twisted, with a dihedral angle of 57.4 (1) . In the crystal structure, intermolecular N-HÁ Á ÁO hydrogen bonds link the molecules into zigzag chains running in the direction [011] .
Related literature
For related structures, see: Lynch & McClenaghan (2001) ; Yathirajan et al. (2007) . For related literature, see: Kucukguzel et al. (2000) ; Jung et al. (2002) ; Franck et al. (2004) .
Experimental
Crystal data Cu K radiation = 1.00 mm À1 T = 203 K 0.46 Â 0.37 Â 0.25 mm
Data collection
Oxford Diffraction Gemini R diffractometer Absorption correction: multi-scan (CrysAlis RED; Oxford Diffraction, 2007) T min = 0.909, T max = 1.000 (expected range = 0.707-0.778) 8038 measured reflections 1777 independent reflections 1657 reflections with I > 2(I) R int = 0.017 Refinement R[F 2 > 2(F 2 )] = 0.029 wR(F 2 ) = 0.076 S = 1.18 1777 reflections 218 parameters H-atom parameters constrained Á max = 0.16 e Å À3 Á min = À0.14 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx À 1 2 ; y þ 1 2 ; z À 1 2 .
Data collection: CrysAlisPro (Oxford Diffraction, 2007); cell refinement: CrysAlisPro; data reduction: CrysAlisPro; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999) .
MTS thanks Sambrham Institute of Technology for access to their research facilities. RJB acknowledges the NSF-MRI program (grant No. CHE-0619278) for funds to purchase the diffractometer.
S1. Comment
In recent years fluorinated compounds find much importance in the pharmaceutical field. Fluorinated compounds in general, fluorinated heterocycles in particular, are those focused on much in modern-day medicinal chemistry.
Incorporation of a fluorine atom instead of hydrogen one can alter the course of the reaction as well as its biological activities. Further introduction of a fluorine atom as the CF 3 group provides a more lipophilically and pharmacologically interesting compound compared to their non fluorinated analogues. The trifluoromethyl substituted compounds have been reported to possess biological activities as herbicides, fungicides and inhibitors for platelet aggregation. Quinolines are known to researchers for many years because a large number of natural products contain these heterocycles. They are found in numerous commericial products, including pharmaceuticals, fragrances and dyes. Quinoline alkaloids such as quinine, chloroquin, mefloquine and amodiaquine are used as efficient drugs for the treatment of malaria. Several quinoline derivatives have been evaluated in vitro against several parasites and HTLV-1 transformed cells. Prompted by the varied biological activities, the crystal structure of the title compound, C 18 H 13 F 3 N 2 O, (I), is here reported.
In (I) (Fig. 1) , the mean planes of the quinolin-4-yl and phenyl-ethanone groups are twisted with a dihedral angle of 57.4 (1)°. In the crystal, intermolecular hydrogen bond interactions occur between N2-H2B and C5-H5A both to the same O1 (Table 1) , which link the molecules into zigzag chains running in direction [011] (Fig. 2 ).
S2. Experimental
A mixture of 4-chloro-8-(trifluoromethyl)quinoline (2.31 g, 0.01 mol), 1-(4-aminophenyl)ethanone, (1.35 g, 0.01 mol) and anhydrous potassium carbonate (2.76 g 0.02 mol) in 30 ml of dimethyl formamide (DMF) was heated over water bath for 6 h. The resulting mixture was filtered and the solution was concentrated on water bath to get the title compound.
The crystals were obtained from acetone by slow evapoaration (M.p. 509 K). Elemental analysis found: C: 65.36; H: 3.94; N: 8.41%. C 18 H 13 F 3 N 2 O requires C, 65.45, H, 3.97, N, 8.48%
S3. Refinement
Atom H2B was located on a difference map, but placed in idealized position, N-H = 0.87 Å. C-bound H atoms were geometrically positioned, C-H = 0.94-0.97 Å. All H-atoms were refined as riding, with U iso (H) = 1.2-1.5 U eq of the parent atom. In the absence of any significant anomalous scatters in the molecule, 1777 Friedel pairs were merged before the final refinement. 
1-(4-{[8-(Trifluoromethyl)quinolin-4-yl]amino}phenyl)ethanone
Crystal data Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq F1 0.12637 (5) 0.0249 ( (7) −0.0007 (7) −0.0005 (7) −0.0040 (8) C4
0.0274 (7) 0.0279 (8) 0.0223 (7) 0.0012 (7) 0.0000 (6) −0.0042 (7) C5 0.0296 (8) 0.0367 (10) 0.0305 (9) 0.0037 (8) −0.0017 (7) 0.0007 (8) C6 0.0414 (10) 0.0376 (11) 0.0334 (9) 0.0051 (9) 0.0007 (8) 0.0077 (9) C7 0.0377 (9) 0.0329 (10) 0.0363 (10) −0.0010 (8) 0.0079 (8) 0.0048 (8) C8 0.0302 (8) 0.0265 (9) 0.0353 (9) −0.0006 (7) 0.0043 (7) −0.0042 (8) C9 0.0280 (7) 0.0249 (8) 0.0269 (8) 0.0007 (7) 0.0014 (7) −0.0044 (7) C10 0.0299 (9) 0.0296 (9) 0.0524 (12) −0.0012 (8) 0.0052 (9) 0.0014 (10) 
